Key indicators: single-crystal X-ray study; T = 90 K; mean (C-C) = 0.002 Å; disorder in main residue; R factor = 0.038; wR factor = 0.104; data-to-parameter ratio = 12.6.
(9) ring motifs. The crystal was grown from mixed solvents (ethanol, methanol and possibly also ethyl acetate). These solvents are disordered in the crystal and the resulting electron density was found to be uninterpretable. The solvent contribution to the scattering was removed with the SQUEEZE routine in PLATON [Spek (2009) . Acta Cryst. D65, [148] [149] [150] [151] [152] [153] [154] [155] . The formula mass and density do not take account of the solvent.
Related literature
For details on the development of isatin derivatives as anticancer agents, see: Penthala et al. (2010a,b) . For similar structures, see: Tang et al. (2009); Penthala et al. (2009a,b) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ) . This investigation was supported by NIH/National Cancer Institute grant RO1 CA140409. . E69, o290-o291 [doi:10.1107/S1600536813000378] rac-N-Benzylisatincreatinine (unknown solvate) Narsimha Reddy Penthala and Peter A. Crooks
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Comment
In continuation of our work on the development of anti-cancer agents (Penthala et al., 2010a,b) , we have synthesized a series of new compounds containing isatin and creatinine moieties to screen for anticancer activity against a panel of 60 human cancer cell lines (Penthala et al., 2010a) . The title compound was prepared by the aldol condensation of N-benzylindol-2,3-dione (N-benzylisatin) with 2-amino-1-methyl-1H-imidazol-4(5H)-one (creatinine) in the presence of sodium acetate in acetic acid. Earlier, we reported on the crystal structure of isatin creatinine analogs containing N-methyl and Nphenyl substituents (Penthala et al., 2009a,b) . To obtain detailed information on the structural conformations of the molecules for analysis of structure-activity relationships (SAR), we determined the X-ray crystal structure of the title compound ( Fig. 1) . In the crystal, the benzyl group is disordered over two positions, with refined occupancies of 0.847 (7) and 0.153 (7). The isatin ring is almost planar, with r.m.s deviations from the mean plane = 0.0508 (11) Å, and with bond distances and angles comparable to those reported for other isatin derivatives (Tang et al., 2009) . The benzene ring of the benzyl group makes a dihedral angle with the mean plane of the isatin ring of 82.82 (7)°. The title compound was isolated as a racemate (RR and SS). In the crystal, the molecules are linked into 2-D pleated-sheet networks in the ab plane by a series of intermolecular N-H-O and O-H-N hydrogen bonds. Within these sheets, the hydrogen bonds O9-H···N12, N13-H13A···O11 and N13-H13B···O1 create R 2 2 (9) ring motifs.
Experimental
The title compound was prepared according to a previously reported procedure (Penthala et al., 2009a,b) .
Recrystallization from ethanol afforded the title compound as pale yellow plates. Spectroscopic data for rac-N-benzyl- values set to either 1.2U eq or 1.5U eq (RCH 3 , OH) of the attached atom.
The benzyl ring is disordered over two positions with refined occupancy factors of 0.847 (7) and 0.153 (7). To ensure stable refinement of the minor component, a number of constraints and restraints were applied. The constraint (an SHELXL97 EADP instruction on atoms C16 and C16′) forces the displacement parameters for these nearly superimposed atoms to be equal. The restraints (SHELXL97 commands SAME, FLAT, DELU and SIMU) ensure chemically and physically reasonable parameters for the disordered atoms.
The solvent used to grow the crystal was a mixture of ethanol and methanol, but it likely also contained an unknown amount of ethyl acetate. The resulting electron density was largely uninterpretable. It was decided to remove it with the SQUEEZE routine in PLATON (Spek, 2009). Symmetry codes: (i) −x+1, y−1/2, −z+3/2; (ii) x+1/2, y, −z+3/2; (iii) −x+1, y+1/2, −z+3/2.
Computing details
